1
and estimated (at the x/TZVP//B3LYP/6-31G(d) level of theory) vertical ionization energies (VIEs) for the [n]acenes (n=1-10). Values are in eV. Note that semiempirical method VIEs are at the x//B3LYP/6-31G(d) level of theory.
[ 6 .97±0.02 13 7.01 25 6.61±0.02 13 6.36±0.02 13 n/a a n/a n/a n/a benchmark theoretical 1 9.45 8.24 7.47 6.95 6.57 6.43 n/a n/a n/a n/a AM1 Table S5 . Experimental, benchmark theoretical, 30 and estimated (at the x/TZVP//B3LYP/6-31G(d) level of theory) adiabatic electron affinities (AEAs) for the [n]acenes (n=1-10). Values are in eV. Note that semiempirical method AEAs are at the x//B3LYP/6-31G(d) level of theory.
[ n/a a n/a n/a n/a n/a benchmark theoretical 30 -1.07 -0.19 0.53 1.03 1.39 1.63 n/a n/a n/a n/a AM1 n/a a n/a n/a n/a n/a APFD 
